Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.043; wR factor = 0.117; data-to-parameter ratio = 21.3.
The title steroid, C 23 H 35 ClO 4 , is a pregnane derivative prepared by ring opening of the corresponding 5,6-epoxy steroid with BiCl 3 . There are two symmetry-independent molecules in the asymmetric unit that show no significant differences concerning bond lengths and angles. The conformation of the six-membered rings in both molecules is close to a chair form, while the five-membered ring adopts an envelope conformation. All rings in both molecules are trans-fused. The molecules are held together by an extensive O-HÁ Á ÁO hydrogen-bonding network.
Related literature
For related literature, see: Pinto et al. (2007a,b,c) ; Spickett et al. (2000) ; Mori et al. (1996) , Iwashima et al. (2001) , Dorta et al. (2004) ; Nittala et al. (1981) ; Cremer & Pople (1975) .
Experimental
Crystal data Symmetry codes: (i) x À 1; y; z À 1; (ii) x; y; z À 1.
Data collection: SMART (Bruker, 2003 ); cell refinement: SAINT (Bruker, 2003) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97. Experimental 5α,6α-epoxysteroids were prepared from the corresponding Δ 5 -steroid by epoxidation with m-chloroperbenzoic acid. The synthesis of 6β-chloro-5α-hydroxy-20-oxopregnan-3β-yl acetate (I) was efficiently accomplished by ring opening of the corresponding 5α,6α-epoxysteroid with BiCl 3 in 1,4-dioxane at 80°C. The product was isolated in 92% yield (Pinto et al., 2007b) . Recrystallization from methanol at room temperature gave colourless single crystals suitable for X-ray analysis.
The analytical data of (I) are in accordance with published values (Pinto et al., 2007c) .
Refinement
H atoms were positioned geometrically and refined using a riding model using SHELXL97 default values (U iso (H) = 1.2 U eq (C) for CH and CH 2 groups and Uĩso~(H) = 1.5 U~eq~(C) for CH 3 ). The hydroxyl hydrogen atoms were refined with a distance restraint of 0.82 Å, starting from the difference map coordinates and with U iso (H) = 1.5 U eq (O). (10 
